. Result of computational alanine scanning for the PD-1/PD-L1 interaction.
. Result of computational alanine scanning for the PD-1/PD-L1 interaction. Figure S1 . RMSDs of the C α atoms of the PD-1/PD-L1 complex of the 5 production runs relative to the initial crystal structure in the final 2 ns.. Figure S2 . Energy components of the hot and warm spots predicted by the computational alanine scanning. For each hot spot, ΔΔG (red), ΔΔH (blue), ΔΔE vdw (black) and ΔΔE ele +ΔΔG gb (pink) are displayed. Figure S3 . Hot spots (colored surface and labeled in yellow colors) in PD-1 (A) and PD-L1 (B) predicted by over 50% of the methods as listed in Table 4 
Mutation

